H qNMR Chemometrics CP-MAS SP/MAS a b s t r a c t
In this article the NMR data from chemical shifts, coupling constants, and structures of all the characterized compounds were provided, beyond a complementary PCA evaluation for the corresponding manuscript (E.G. Alves Filho, L.M.A. Silva, E.M. Teofilo, F.H. Larsen, E. S. de Brito, 2017) [3] . In addition, a complementary assessment from solid-state NMR data was provided. For further chemometric analysis, numerical matrices from the raw 
Specifications Table

Subject area
Analytical chemistry More specific subject area 
Value of the data
The NMR data (chemical shifts and coupling constants) and structures may be helpful to other NMR spectroscopists in the assignment of signals in complex matrices as food.
Useful to be used as reference for the characterization of organic compounds through NMR. Numerical matrices from the raw 1 H NMR data were made available for complementary evaluation, or construction of NMR database, or useful for the development of new chemometric algorithms.
The data provide a comprehensive and complementary comparison among different genotypes of cowpea seeds using 1 H-NMR combined with chemometrics and solid-state NMR. Table 1 presents the morphoagronomic characteristics of the cowpea seeds. Table 2 illustrates the structures of the 30 compounds identified in cowpea seeds with the corresponding 1 H and 13 C NMR chemical shifts, multiplicity, and constant coupling [4] [5] [6] [7] [8] 10] . PC1 vs. PC3 scores and loadings coordinate system for different cultivars of cowpea evaluating only the aromatic region are presented in 
Data
2.1.
H NMR analysis
The NMR experiments were performed on an Agilent 600-MHz spectrometer equipped with a 5 mm (H-F/ 15 N-31 P) inverse detection One Probe™. The 1 H NMR spectra were acquired under quantitative parameters using the PRESAT pulse sequence for water suppression, since this pulse sequence presented the best irradiation profile for quantitative determination of the signals near of the water suppression region [9] . The data were acquired with the RF pulse calibrated to 90°and 128 s -simplet; d -duplet; t -triplet; q -quadruplet; quin -quintet; dd -double duplet; o -overlapping signal; n -no information; no -not observed. scans, 64 k of time domain points for a spectral window of 15 ppm, acquisition time of 6.7 s and a relaxation delay of 15.0 s. The temperature was 298 K. The spectra were processed by applying exponential Lorentzian broadening of 0.3 Hz and zero filling to 64k points before Fourier transformation. Phase correction was performed manually for each spectrum and the baseline correction was applied over the entire spectral range. All spectra were referenced to the TMSP-d 4 resonance at 0.0 ppm. 
Matrices from the 1 H NMR data
Two matrices were used for chemometric evaluation: Table 3 for PCA (Principal Component Analysis); Table 4 for clustering analysis. For the construction of the Table 3 , all the 1 H NMR data were converted to American Standard Code for Information Interchange (ASCII) files and imported to Microsoft Excel software (Elenilson G. [2] ). For the construction of the Table 4 , each spectrum was divided into 0.04 ppm wide buckets, using simple rectangular bucket, sum of intensities in integration mode and scaled to total intensity in scaling process (Elenilson G. [1] ).
